III. DIPOLE MOMENT ESTIMATION
To analyze the effect of the electronic density redistribution on the water molecule we calculated the dipole moment p
for a particular arrangement i. In general, the dipole moment is defined in terms of the difference in charge between the converged charge density and the corresponding atomic distributions
in such a way that
As we are interested in the dipole moment of the water molecule alone, for each bias V , we remove the effect of an equivalent parallel plate capacitor with potential V ,
All calculations are performed using r 0 = r CM , and, in order to guarantee charge neutrality of the charge density, the limits of integration are chosen as to satisfy equation S2.
